Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.050; wR factor = 0.088; data-to-parameter ratio = 17.9.
There are two symmetry-independent molecules in the asymmetric unit of the title compound, C 13 H 13 IO 4 S. In each molecule, the O atom and the methyl group of the methylsulfinyl substituent lie on opposite sides of the plane of the benzofuran fragment. The crystal structure is stabilized by aromatic -interactions between the benzene and furan ring [centroid-centroid distance = 3.866 (7) Å ], and by intermolecular C-HÁ Á Á interactions and a sulfinyl-sulfinyl interaction [SÁ Á ÁO = 3.025 (4) Å ]. The crystal structure also exhibits weak intermolecular C-HÁ Á ÁO hydrogen bonds and two different IÁ Á ÁO halogen bonds.
Related literature
For the crystal structures of similar alkyl 2-(5-iodo-3-methylsulfinyl-1-benzofuran-2-yl)acetate derivatives. see: Choi et al. (2008a,b) . For halogen bonding, see: Politzer et al. (2007) . For carbonyl-carbonyl interactions, see: Allen et al. (1998) .
Experimental
Crystal data Table 1 Selected interatomic distances (Å ).
Symmetry codes: (i) x; y À 1; z þ 1; (ii) x þ 1; y; z.
Table 2
Hydrogen-bond geometry (Å , ). Symmetry codes: (iii) Àx þ 1; Ày; Àz þ 1; (iv) Àx þ 2; Ày; Àz þ 1; (v) Àx þ 2; Ày þ 1; Àz; (vi) Àx þ 2; Ày þ 1; Àz þ 1; (vii) Àx þ 1; Ày þ 1; Àz; (viii) Àx þ 1; Ày þ 2; Àz. Cg1 and Cg3 are the centroids of the C2-C7 benzene ring and the C14/C15/C20/O5/C21 furan ring, respectively. 
Comment
This work is related to our previous communications on the synthesis and structure of alkyl 2-(5-iodo-3-methylsulfinyl-1-benzofuran-2-yl)acetate analogues, viz. isopropyl 2-(5-iodo-3-methylsulfinyl-1-benzofuran-2-yl)acetate (Choi et al., 2008a) and isopropyl 2-(5-iodo-7-methyl-3-methylsulfinyl-1-benzofuran-2-yl)acetate (Choi et al., 2008b) . Here we report the crystal structure of the title compound, methyl 2-(5-iodo-7-methyl-3-methylsulfinyl-1-benzofuran-2-yl)acetate (Fig. 1) . The benzofuran unit is essentially planar, with a mean deviation of 0.017 (4) Å for two independent molecules, from the leastsquares plane defined by the nine constituent atoms.
The molecular packing ( Fig. 2 & 3) is stabilized by aromatic π-π interactions between the benzene ring and the furan ring of adjacent benzofuran units, with a Cg1···Cg2 ix distance of 3.866 (7) Å (Cg1 and Cg2 are the centroids of the C2-C7 benzene ring and the C1/C2/C7/O1/C8 furan ring; symmetry code as in Fig. 3 ). The crystal packing is further stabilized by C-H···π interactions (Table 2 and Fig. 3) ; the first between the methyl H atom and the benzene ring of the benzofuran unit, i.e. C12-H12A···Cg1 iii , the second between the methyl H atom and the furan ring of the benzofuran unit, i.e.
C24-H24A···Cg3
viii , respectively (Cg3 is the centroid of the C14/C15/C20/O5/C21 furan ring; symmetry code as in Fig. 3), and by an intermolecular sulfinyl-sulfinyl interaction interpreted as simliar to a type-II carbonyl-carbonyl interaction (Allen et al., 1998) , with S1···O4 xi and O4···S1 xi distance of 3.025 (4) Å ( Fig. 3 ; symmetry code as in Fig. 3 ). In addition, the crystal packing exhibits weak intermolecular C-H···O hydrogen bonds ( Fig. 2 and Table 2 ). In crystal structure, there are two different I···O halogen bonds (Politzer et al., 2007) between the two independent iodine atoms and the oxygen atoms of neighbouring C═O units ( Fig. 2 and Table 1 ).
Experimental 77% 3-chloroperoxybenzoic acid (123 mg, 0.55 mmol) was added in small portions to a stirred solution of methyl 2-(5-iodo-7-methyl-3-methylsulfanyl-1-benzofuran-2-yl)acetate (202 mg, 0.5 mmol) in dichloromethane (30 ml) at 273 K. After being stirred for 3 h at room temperature, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated in vacuum. supplementary materials sup-2
Refinement
All H atoms were geometrically positioned and refined using a riding model, with C-H = 0.93 Å for the aryl, 0.97 Å for the methylene, and 0.96 Å for the methyl H atoms. U iso (H) = 1.2Ueq(C) for the aryl and methylene H atoms, and 1.5Ueq(C)
for methyl H atoms.
Figures Fig. 1 . The molecular structure of the title compound, showing displacement ellipsoids drawn at the 30% probability level. 
Methyl 2-(5-iodo-7-methyl-3-methylsulfinyl-1-benzofuran-2-yl)acetate
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